Key indicators: single-crystal X-ray study; T = 93 K; mean (C-C) = 0.003 Å; R factor = 0.034; wR factor = 0.085; data-to-parameter ratio = 9.7.
Experimental
Crystal data C 26 H 34 O 9 M r = 490.53 Orthorhombic, P2 1 2 1 2 1 a = 11.3317 (5) Å b = 11.5061 (4) Å c = 19.0663 (6) Å V = 2485.93 (16) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 93 K 0.43 Â 0.37 Â 0.33 mm
Data collection
Rigaku AFC10/Saturn724+ diffractometer Absorption correction: none 16790 measured reflections 3165 independent reflections 3073 reflections with I > 2(I) R int = 0.029 Refinement R[F 2 > 2(F 2 )] = 0.034 wR(F 2 ) = 0.085 S = 1.00 3165 reflections 325 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.21 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2008); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. The leaves of this plant have been used as an antibacterial, anti-inflammatory and stomachic agent. The structure of compound (I), derived from Isodon Parvifolius, has been postulated from spectroscopic methods (Li et al., 2006) . As a conformation of (I) the crystal structure analysis has been determined here and confirms the structure proposed above. One hydroxyl group adopts a β-orientation at C7, and three acetoxyl groups adopt α,α,β-orientations at C1,C11 and C15, respectively, Fig.1 . A trans junction occurs between ring A (C1-C5/C10) and ring B (C5-C10) while cis junctions are present between rings B and C (C8/C9/C11-C14), and between rings C and D (C8/C13-C16). Bond lengths and angles are within expected ranges (Allen et al., 1987) , with average values (Å): Csp 3 -Csp 3 = 1.542 (3), Csp 3 -Csp 2 = 1.509 (3), Csp 2 -Csp 2 (CC) = 1.320 (3), CO = 1.207 (2), Csp 3 -O = 1.438 (2), and Csp 2 -O = 1.351 (2). Ring A adopts a chair conformation, with an average torsion angle of 51.5 (2) °. Rings B and C adopt a boat conformation because of the formation of an oxygen bridge at C-7 and C-20. Ring D shows an envelope conformation; the flap atom, C14, lies 0.7648 (0.0028) Å from the plane defined by atoms C8, C15, C16 and C13. In addition, the six-membered rings O1/C20/C10/C5-C7 and O1/C7-C10/C20 both adopt boat conformations. Compound (I) contains nine chiral centers at C1(S), C5(R), C7(S), C8(S), C9(S), C10(S), C11(R), C13(S) and C15(R). Although the absolute configuration could not be reliably determined from anomalous dispersion effects, the negative optical rotation showed this compound to be in the ent-kaurane series as reported in genus Isodon (Sun et al.,2001) , rather than in the Kaurane series, which allowed us to assign the correct configuration. The title molecule is characterized by the formation of O-H···O hydrogen-bonds (Table 1, Nardelli, 1995) . The strong hydrogen bond O-H···O interaction is responsible for crystal growth in [100] direction, Fig. 2 . Indeed, in the substructure, atom O5 in the molecule at (x, y, z) acts as a hydrogen bond donor to the carbonyl O3 atom in the molecule at (-x +1/2, -y +1, z +1/2).
Experimental
The dried and crushed leaves of Isodon Japonica (17 kg, collected from Tongbai Prefecture, Henan Province, China) were extracted four times with Me 2 CO/H 2 O (7:3, v/v) at room temperature over a period of six days. The extract was filtered and the solvent was removed under reduced pressure. The residue was then partitioned between water and AcOEt. After 
Refinement
All H atoms were included in calculated positions and refined as riding atoms, with C-H = 0.98Å (CH 3 ), 0.99Å (CH 2 ), and 1.00Å (CH), and with U iso (H) = 1.2 U eq (C). In the absence of significant anomalous scattering effects, Friedel pairs supplementary materials sup-2 were merged. The choice of enantiomer was based on comparison of the optical rotation with that of related compounds with known stereochemistry. Fig. 1 . A view of the molecular structure of compound (I). Displacement ellipsoids are drawn at the 50% probability level. 
Figures
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